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IMGDock is a novel docking tool combining heuristic search strategies and a grid-based scoring function. We demonstrate that it yields results comparable other current docking tools on popular docking benchmark sets. It can be easily combined with TagRes, a tool for targetspecific rescoring that allows a more accurate estimation of binding free energies within a specific target family.
All tools of the CADDSuite, including IMGDock and TagRes, are open-source software (under the GNU Public License). Tools of the CADDSuite share a common binary interface, a common data exchange format and thus easily integrate into distributed computing environments. We show how they can be used from KNIME and how KNIME workflows can then be executed on distributed resources, in particular Galaxy and WS-PGRADE for grid computing. Open access provides opportunities to our colleagues in other parts of the globe, by allowing anyone to view the content free of charge.
Publish with ChemistryCentral and every scientist can read your work free of charge W. Jeffery Hurst, The Hershey Company.
available free of charge to the entire scientific community peer reviewed and published immediately upon acceptance cited in PubMed and archived on PubMed Central yours you keep the copyright
